Inclusion of nucleic acid contribution into assessment of protein 3d-1D compatibility and prediction of binding sites for nucleic acids.
The novel three dimensional structure(3D)-amino acid sequence(1D) compatibility program, 3d-1D method has developed and expanded into protein-nucleic acid system. The environment characteristics are determined using the coordinates of backbone atoms and C beta atom. This simplified estimation allows the expanded application to monitor the change of environment class depending on different sequence alignment. This method has improved the detective performance of the different protein into the similar folds. If protein has a wide contact with nucleic acid molecule, the compatibility profile goes down in the contact region without ligand molecule. This phenomenon becomes useful to monitor the binding sites of the bulky ligand such as nucleic acid and to model the protein-nucleic acid complex.